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Class Schedule

Part1  Overview of NLM Tox Resources 9:00 - 9:30
Part Il TOXNET Overview, HSDB & Related Files 9:30 - 10:30
Break 10:30 - 10:45
Part Il TOXLINE and Related Files 10:45 - 11:30
Practicum 11:30- 12:15
Lunch 12:15-1:30
Part IV TRI and other Specialty Files 1:30- 2:15
PartV  Non-NLM Resources 2:15- 3:.00
Break 3:00- 3:15
Part VI ChemlDplus 3:15- 345
Practicum 3:45 - 4:30
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Part |

An Overview of Toxicology and Environmental
Health Information Resources
at the National Library of Medicine
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Toxicology and Environmental Health Information Program (TEHIP)
Background

TOXNET
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Poisons recognized throughout time.
Socrates - hemlock. Cleopatra - asp.
Harvey W. Wiley’s Poison Squad — 1903

The Jungle (1906) Upton Sinclair — lack of hygiene in the meat-packing
industry

Food and Drugs Act (1906) — prohibited adulterated or misbranded items

Federal Food, Drug and Cosmetic Act (1938) — enhanced safety requirements
for drugs

Drug Amendments (1962) — effectiveness required for drugs

Silent Spring (1962) Rachel Carson — sparked public awareness about hazards
of synthetic chemicals

President’ s Science Advisory Committee (1966) —“ Report on the Handling
of Toxicological Information”

TEHIP Created (1967)
Situated within NLM’s Division of Specialized Information Services
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TEHIP Mission

TOXNET

= Provide sdlected core toxicology and environmental health
Information resources and services

# Facilitate access to national and international toxicology and
environmental health information resources

=z Strengthen the information infrastructure of toxicology and
environmental health

So...TEHIP

= Builds and/or makes available free online Web-based databases
& Creates other Web-based resources

& Collaborates with government agencies and others

& |sactivein public training and outreach
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TEHIP Databases
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TOXNET

TOXNET System of Databases (including Cheml Dplus and Specialty Databases)
DIRLINE (directory of organizations)

Additional TEHIP Resources

Special Topic Guides— arsenic, biological & chemical warfare agents, etc.
Publications (including Glossary of Terms Used in Toxicology)

ALTBIB - Alternatives Bibliography

Toxicology Tutor

Other Relevant NLM Information

PubMed/MEDLINE

MEDLINEplus (consumer health, includes drug information)

Clinical Trias

NLM Gateway — Multi-File Searching — Planned to go across all NLM Files
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About * Contact * Search

Mational Library of Medicine
Specialized Information Services

About I

Toxicology & Environmental Health

Diatabases and other resources related to toxicology
and environmmental health. Features TOXNET.

Chemical Information

Diatabases and other resources designed to help you

Features ChemlDplus.

Links to journal literature, elinical trials and treatment
information, meeting abstracts, and other scientific
and consumer-related resources.

Directory of Health Organizations

Features DIRLINE and Health Hotlines.

search for infarmation by chemical name or structure.

SIS

The Specialized Information Semwices (S13) Division of the MNational Library of Medicine (ML)
is responsible for information resources and senices in toxicology, environmental health,
chemistry, HW/AIDS, and specialized topics in minarity health,

More to Explore

Menwes

Dutreach Activities
otaff Directaory

oite Map and Search

Environmental Justice
Internet Guide HeW

Asian American Health
Web Site Hew

AlDSinfo

Tox Town

Your health, toxic
substances, and the
environrment.

Other HLM Resources
FLM Gateway search
multiple MLM databases
MEDLIMNE/Fubhed search
journal literature
LOCATORpUs books,
journals, audiovisuals




National Library of Medicine

Toxicology and Environmental Health

TOXNET

Databases in toxicalogy and emvironmental
health.
TOELIME H=DB ChemlDpis
DART TRI RIS
GEME-TOX  CCRIS

Internet Resources

Evaluated links to Internet resources on
current issues such as chemical warfare
agents and Environmental Justice.

Haz-Map
Database on hazardous chemicals and
occupational diseases.

ALTBIB
Feferences about alternatives to the use of live
animals in biomedical research and testing.

Toxicology Tutor
Three self-guided tutorials on toxicology.

News and Events

Links to news iterms on the wehb site, outreach
activities and a calendar of events.

Specialized Information Services

Consumer Health
Tox Town
An interactive guide to commaonly
encountered toxic substances.
MEDLIMEplus
FPoisoning, Toxicology and
Ervironmental Health
DIFLIME
Cher 10,000 health arganizations.
Health Hotlines
Toll-free numbers to 300 arganizations.

MEDLINE/PubMed

References from more than 4 50O biomedical
journals, including the
Toxicology Subset.

Other Resources

Chermical Infarmation

melected Toxicology Links
= 10th Repaort on Carcinogens (Mational
Toxicology Program)
= mecand Mational Report on Hurman
Exposure to Erwitonmental Chemicals
(Centers for Disease Control and
Frevention)

Feference Material
Bibliographies, glossary, reparts.

Diatabase descriptions

TOEMET Manual

Locatorpius
The MLM catalog of books, journals,
and audiovisuals,

MLM Gateway
mearch multiple databases at NLM.




About + Contact » Search

National Library of Medicine

Specialized Information Services s I s
DiI'ECtOI'y of Health P Directory of Health Organizations
Organizations BIRHNE
Online

Search DIRLINE Other NLM Resources

Health Hotlines

|drinking water WEDLINEpius
PubMed

‘Search |  Clear NLM Gateway
Locatorpius

search:

& all of the words € any of the words € exact phrase

Fields: {if none checked, all fields will be searched.) Fact Shost
I Organization name or acronym LA TeEL

T MeSH Headingsi<eywords Disclaimer

Suggestion Form
Select records containing:

[ Only organizations with toll-free numbers
I Only organizations with services for the hearing impairad

Search | Browse the Index

U5, Mational Library of Medicine, B500 Rockyille Pike, Bethesda, MO 20894,
Mational Institutes of Health, Department of Health & Human Semwices
Copyright and Privacy Policy, Freedorm of Information Act, Accessibility
Customer Semvice: tehipZteh. nlm nih. goy,

Last rodified on May 8, 2002,




About ¢ Coutact < Search
National Library of Medicine
Specialized Information Services I

DIRLINE Search Results P Directory of Hesth Organizations B DIRLINE

Save i Search | Clear
‘__Q!E_C!‘Efﬂ_hems |dr|nk|ng wiater | |
| Sort lterns 1 through 20 of 49 Pages: 123 »

|: Chrganization Names are sorfed in relevancy ranked order.
Details

History Select 5 anization Name
Record g
Download 11 Drinking Water Prodram - Massachusetts Departrent of Environmental

Protection
Modify Search

gl

9 Mational Drinking Water Clearinghouse - Environmental Services and
TrainingDivision - West Virginia University (NDWWC )

3 Oiffice of Water Quality - Indiana Department of Environmental Management

h

—

=
o
=
o
[1-]
-]
£
o

Browse Index 4 0 US. Environmental Protection Agency - Office of Research and Development -
Mational Risk Management Research Laboratory - Water Supply and VWater
SIS Resources Division
Homsg 5T Office of Drinking WWater Quality - Rhode lsland Department of Health
MEDI_IL;:'I“EEPIUS 6 American Water Warks Association (AVWAA )

7C Office of Water, LS. Environmental Pratection Agency (O )

g0 WATERMET - American VWater Warks Association - Information Services

g Drinking YWater Program - Drinking Water and Environmental Management
Division - California Department of Health Services

10 [ Water Environment Federation (WEF )
11 7 Clean Water Action (CWWA )

12 [ Mevada Departrnent of Human Resources - Oivision of Health - Bureau of Health
Protection Services

13 [0 Kentucky Natural Resources and Environmental Protection Cabinet -
Department for Environmental Protection - Division of ¥Water

14 7 Maine Department of Human Services - Division of Health Engineering (MEDHE
)

15 T Environmental Health Senvices - Fulton County Board of Health

16 T International Office For Water - Cffice International de L'Eau

17 [0 American Water Resources Association [AWRA |
18 7 Mew England \Water VWarks Association (NEVWYA )




‘ _ *M E D L I N E p luS A service of the U.S. NATIONAL LIBRARY OF MEDICINE

Health Information and the NATIONAL INSTITUTES OF HEALTH

| w Home | About | Site Map | FAQs | Contact Us

Health Topics Ja/} Infurmatior_ﬂ Encyc lnpedia_lj Dit:tiunan}vj MNews Dire::mrie:aj Other Rasoumey

Poisoning, Toxicology, Environmental Health Topics

o Alr Pollution

o Anthrax

s Arsenic

o Ashestosifshestosis

« Biodefense and Bioterrarism

« Biological Weapons see Biodefense and Bioterrarism
« Bioterrarism see Biodefense and Bioterrorism

e Campylobacter see Food Contamination/Poisoning

¢ Carhon Monoxide Poisoning

o Cell Phones see Electromagnetic Fields

& Chemical YWeapons

¢ Cleaning Products see Household Poisons
o [rinking YWater

o« EMF see Electromagnetic Fields

o Electromagnetic Fields

« Ermvironmental Health
o Ervironmental Tobacco Smoke see Secondhand Smoke
o Food Contarmination/Poisaning

o Food Safety
e Fungicides see Pesticides




C[ l.n I C al Tr i als. g ov Linking patients to medical research

A service of the Mational Institutes of Health Developed by the National Library of Medicine

Home | Search | Browse | Resowrces | Help | What's New | About

Browse : By Condition : By Disease Heading : Injuries. Poisonings. and Oceupational Dizeases : Disorders of Environmental Origin

I Show all trials, including those no longer recruiting patients.

Click on title to see details. Or, select multiple checkboxes and press "Display Selected Studies" at bottom of page.

150 studies were found. Here are studies 1 to 50. = Next 50 |

1. I Recruiting Reducing Pesticide Exposure in Minority Families
Condition: Disorders of Environmental Origin

2. ' Reauiting Does Lead Burden alter Neuropsvchological Development?
Condition: Lead Poisoning

3. ' Recuiting Cocaine Effects in Humans: Physiology and Behavior
Condition: Cocaine-Related Disorders

4. T Notyet  Pharmacological Modulation of Cocaine Etfects
reauiting  Condition: Cocaine-Related Disorders

5. I Recuiting IV Cocaine Abuse: A Laboratory Model
Condition: Cocame-Related Disorders

6. I Reauniting Combied Buprenorphine and Behavioral Tx w/out contingent reinforcemen
Conditions: Cocaine-Related Digorders; Opioid-Related Disorders

7. I Recauiting Flupenthixol Decanoate in Methamphetamine Smoking
Condition: Substance-Related Disorders

7]
M

Recruiting Evaluation of Opioid Antagomist Activity in Humans
Condition: Opioid-Related Disorders

9. I Recuiting Evaluation of a Desipranune Ceiling in Cocaine Abuse
Conditions: Substance-Related Disorders; Cocaine-Related Disorders

10. T Notyet  Risperidone Treatment in Dually-Diagnosed Individuals
recuiting  Condition: Cocaine-Related Disorders

11. T Reauiting Cocaine Abuse and Attention Deficit Disorder
Condition: Cocaine-Related Digorders

12. T Reauiting Pergolide Treatment for Substance Abusers
Conditions: Substance-Related Disorders; Cocaine-Related Disorders




your entrance to the

7 %
: a e Wa knowledge resources of the
m‘ National Library of Medicine

asthma pollution

I Clear I
Search Search

Find Ta-rmsl Limits I | Histnﬂ I Locker IFrefemnnesI

| New Se?rch

Overview
What's New
Help '
FAQ

Other NLM
Resources

Ordering Info.
Clinical ﬁiierts
HSTAT
LOCATORplus
MEDLINEplus
PuhMed:
TOXNET

Results Summary

Category ;,:EZ Actions
Journal Citations 2125 ELESILIIE I E\E tsaeiésr:h l
Books / Serials [ AV 25| _Revuns | ofiaten |
Consumer Health 12 ELESIII.IIfat; I of tsaeialusrch l
Meeting Abstracts E; EL1$'|“1:§ I 315 tsaeia!.sr:h I
Other Collections 5 ELESILIIE I of tsaeia!usr:h |
Total 2170




Part 11

TOXNET Overview, HSDB, & Related Files
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What is TOXNET?

TOXNET

il

&R R & R

A free web-based system of databases on toxicology, environmental health,
hazardous chemicals, toxic releases, chemical nomenclature, and specialty areas
such as occupational health and consumer products

A product of NLM’s Toxicology and Environmental Health Information
Program

Toxicology Data (one record per chemical)- HSDB, IRIS, CCRIS, GENE-TOX
(can aso search any combination of these files with “Multi-Databases’
interface)

Toxicology Literature (bibliographic references) — TOXLINE, DART/ETIC
Toxic Releases (of chemicals to the environment) — TRI
Chemical Identification/Nomenclature — ChemlDplus

Specialty Databases— HazM ap, Consumer Products (planned)
User Support — tehip@the.nim.nih.gov or click on “Contact TOXNET”

Whereis TOXNET?

toxnet.nim.nih.gov
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About * Contact = Search

SIS

I Tox. & Env. Health TORMET

National Library of Medicine
Specialized Information Services

TOXNET

Welcome to TOXMNET, a cluster of databases on toxicology, hazardous chemicals, and

related areas.

Databases ‘Search All Databases Other NLM Resources
I HSDB % DIRLINE
IRIS H Haz-Map
| GENE-TOX E I il
| CCRIS EI Tox Weblinks
Search | Clear | MEDLINEpius
| Multi-Databases El Tox/Env. Health subset
| TOXLINE E PubMed
| DART/ETIC @ NLM Gatewsay
| f— EI Locatarpius
et 5 suevort Pages
"1":- T More Help
Information? Databasze Descriptions
Mews
Fecent TOXMET

Survey Results

II5. Mational Library of Medicine, 8500 Rockyille Fike, Bethesda, MD 205894,
Mational Institutes of Health, Department of Health & Human Services
Copyright and Privacy Policy, Freedom of Infarmation Act, Accessibility
Custamer Service: tehip@teh. nlm. nih.gov.

Last modified on May §, 2002,




About * Contact » Search
National Library of Medicine
Specialized Information Services I

TOXNET b Tox. & Env. Health » TOXNET

Welcome to TOXNET, a cluster of databases on toxicology, hazardous chemicals, and
related areas,

Databases ~Search All Databases Other NLM Resources
' HsDB o] DIRLINE
| IRIS E Haz-Map
| GENE-TOX EI Imethyl parathion AltBib
Tox VWieblinks
CCRIS [i]
| :l Search | Clear | WMEDLINEDiS
| Multi-Databases @ Tox/Env. Health subset
| TOXLINE El FPubhed
| DART/ETIC @ NLM Gateway
| TRI El Locatorpius
| ChemiDplus @ - Support Pages
‘-'Fll;_ ¥ e More Help
Infermation? Database Descriptions
[Hews
Recent TOXMET

Survey Results

LS. Mational Library of Medicine, 83500 Rockville Fike, Bethesda, MD 20554,
Mational Institutes of Health, Department of Health & Human Services
Copyright and Privacy Palicy, Freedom of Information Act, Accessibility
Custamer Service: tehipi@teh. nlm.nih.gov.

Last modified on May &, 2002




Toxicology Data Files - Content

Hazar dous Substances Data Bank (HSDB) —from NLM
4671 Chemical Records

Human Health Effects Chemical/Physical Properties
Emergency Medical Treatment Chemical Safety & Handling
Animal Toxicity Studies Occupational Exposure Standards
M etabolism/Pharmacokinetics Manufacturing and Use
Pharmacol ogy L aboratory Methods
Environmental Fate/Exposure Specia References

Environmental Standards & Regulations Synonyms and Identifiers
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More about HSDB

& Factual Data Bank/Online Handbook

= Peer-Reviewed — Scientific Review Panel

# Review Status Tags — Peer Reviewed, QC Reviewed, Unreviewed
=z Fully Referenced

z Data— Excerpted from books, government documents, technical
reports, selected primary literature, databases. Some data compiled
expressly for HSDB.

TOXNET 20 June 2003



Toxicology Data Files - Content

Chemical Carcinogenesis Resear ch I nformation System (CCRIS) —
from the National Cancer Institute (NCI)
8868 Chemical Records

Carcinogenicity Studies Tumor Promotion Studies
Tumor Inhibition Studies Mutagenicity Studies

e.g. Carcinogenicity Studies Data Structure — species, route, tumor
site/type of lesion, results, reference

TOXNET 21 June 2003



Toxicology Data Files - Content

GENE-TOX
from the U.S. Environmental Protection Agency (EPA)
3214 Chemical Records
Note: GENE-TOX not updated since January 2000
Mutagenicity Studies

Data Structure — assay type, assay code, results, pand report, reference

TOXNET 22 June 2003



Toxicology Data Files - Content

Integrated Risk Information System (IRIYS)
from the U.S. Environmental Protection Agency (EPA)
538 Chemical Records

Noncarcinogenic Assessment — Oral (RfD) Carcinogenic Assessment - Oral

Noncarcinogenic Assessment — Inhalation (RfC) Carcinogenic Assessment -
Inhalation

& Contains EPA consensus scientific positions and quantitative values on cancer and
non-cancer health effects that may result from lifetime oral or inhalation exposure
to specific chemical substancesin the environment

z Risk Assessment — |dentification and quantification of risk. Function of toxicity
and exposure

& Risk Assessment Process (National Academy of Sciences, 1983) — 1. Hazard

identification, 2. Dose-Response assessment [IRIS], 3. Exposure assessment, 4.
Risk Characterization

TOXNET 23 June 2003



TOXNET Search Screen Options

2 TOXNET Home Page Search
= Single query box search
= Nolimits

= Glves quick countsof records retrieved and allows links to each
database

= Number of recordsretrieved in each database may vary from
numbers attained by searching databases directly

z Database specific searches — interface varies according to type of
database

= Multi-Databases search — interface for any combination of datafiles
(i.e. HSDB, CCRIS, GENE-TOX, IRIS)

TOXNET 24 June 2003



Search Page - Toxicology Data Files

=z One Box Search for:

= Chemicals— enter chemical names or CAS Registry numbers.
Let system add synonyms (default) or use exact terms entered.

= Other Terms

= Browse Index for:
= All Words
= Chemical name
= CAS Registry Number

& Limits
= For more precise searching — searching for terms within particular
datafields

TOXNET 25 June 2003



Search Results Page -Toxicology Data Files

TOXNET

& Digplays chemical names and registry numbers of retrieved records
# Relevancy Ranked Display

= Select Record(s) of Interest

# View Details of Search Strategy

= Modify Search — Returns you to Search Page with query intact

& Begin aNew Search — Returns you to Search Page with blank query
box

&5 Or Search can be modified or begun anew directly on Results Page
& Sort Results— By substance name, ascending or descending sequence
= Save Checked Items, Display Checked Items

& View Search History and combine search statements

# Download — Entire Record(s) or Custom Format

= Browse Index

= Get Help

& Returnto TOXNET Home

26 June 2003




Selected Record Page - Toxicology Data Files

efault display varies

= Chemical Search— HSDB displays human health effects, other files
display full record

= Other Term(s) Search — Best Sections
&5 Search Term(s) Highlighted in Red
z Choose fields for display from Contents (expand, contract categories)
z Navigate — Next Item, Previous Item
# View Details of Search Strategy
& Modify Search — Returns you to Search Screen with query intact
z Begin aNew Search — Returns you to Search Screen with blank query box
= Download — Entire Record(s) or Custom Format
2 Browse Index
= Get Help
= Returnto TOXNET Home

& Link to records for the same chemical in Other Files- (including
TOXLINE and ChemiDplus)

TOXNET 27 June 2003




Hazardous Substances

Data Bank
Databases

ety e (3|
IRIS o
| GENE-TOX E
| CCRIS o
| Multi-Databases E
| TOXLINE E
| DART/ETIC E
TRI o
| ChemIDplus E
| TOXNET Home |

National Library of Medicine
Specialized Information Services

Ia-::etune
Search |  Clear |

For chemicals, add synonyms
and CAS numbers to search:
& Yas O MNo

Limitsj Browsaﬂmlndex;

About = Contact = Search %

= Tox. & Env. Health = TOXNET B HSDE

DIFLIME
Haz-Map
AltEib

Tox Wehlinks

MEDLINEgR/us
Tox/Env. Health subset

Fubhed
MNLM Gateway

Locatarpius

Help
Fact Sheet
Sample Record

HZDEB Scientific Review
Fanel

I1.5. Mational Library of Medicine, 8600 Rockyille Fike, Bethesda, MD 20394,
Mational Institutes of Health, Department of Health & Human Services
Copyright and Privacy Palicy, Freedom of Information Act, Accessibility

Customer Senice: tehip@teh.nlm.nih. gow.

Last modified on May 5, 2002




Save
Checked ltems

w

1]

History
Download

Modify Search
Basic Search

Browse Index

TOXHET Home

About » Contact * Search

National Library of Medicine ;

Specialized Information Services s I S
HSDB Search Results b Tox. & Env. Health = TOXNET & HSDE
Iacetnne Search| Clear | Limits |

For chemicals, add synonyms and CAS numbers to search: & Yes © Mo

ltems 1 through 20 of 1878 Page 10794, Go |1, G Ii >

Subsiance Names are sorted in relevancy ranked arder.

Select

Record Substance Name

The following is the primary recard for the chemical. All of the guery terms were found.

11 ACETONE
B7-64-1

The following 1877 records contain one or more of the requested chemical name(s)
and all of the guery terms anywhere in the record.

2~ ACETONE CYANOHYDRIN

75-86-5

3 1-CHLORO-2-PROPANONE
78-95-5

4 [ISOPROPANOL
67-63-0

&5 111333-HEXAFLUORD-2-PROPANONE
584-18-2

6 — ACETONITRILE
75-05-8

7 METHYL ETHYL KETONE
78-93-3

8 ACETYL ACETONE
123-54-6
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[ orvmiont tinis oo o iy ftem 1 of 18

Contents

r [ FULL RECORD

r &= FHuman Health Effects

e Emergency Medical Treatiment
=@ Animal Toxicity Studies

r &= Wletabolism/Pharmacokinetics
e Pharmacology

=@ Environmentsl Fate & Exposure
r = Environmental Standards & Regulations
e Chemical/Physical Properties

™ B @ Chemical Safety & Handling

r & Occupational Exposure Standards
e Manufactur ingTse Information
r &@ Laboratory Methods

@@ Special References

r &® synonyms and Identifiers

r E@ admindstrative Information

ACETONE
CABEMN: 67-64-1
Fay other data, click on the Table of Contents

Human Health Effects:

Toxicity Summary:

Exposure to acetone results from both nateral and anthropogzenic sources, Acetone alse ocors as a
metabolic component in blood, urine and human breath. ... Acetone is one of three ketone bodies that
occr naturally throughout the body. It can be formed endogenonsly in the mammalian body from fatty
acid oxidation. Fasting, diahetes mellitns and stremuous exercizse increaze endogenous generation of
acetone, Under norinal conditions, the production of ketone bodies oceurs almost entirely within the
liver and to a smaller extent in the lung and kidney. ... Products are excreted in the blood and transported
to all Hizsnes and organs of the body where they can be used as a source of energy, Two of these ketone
bodies, acetoacetate and heta-hydrosoybutyrate, are organic acids that can canse metabolic acidozis
when produced in largze amounts, as in diabetes mellims. ... Endogenons scetone iz eliminated from the
body either by excretion in urine and exhaled air or by enzymatic metabolizm. ... Acetone is rapidly
ahsorbed via the respiratory and gastrointestinal tracts of hnan and laboratory animals, as indicated by
the detection of acetone in blood within 30 min of inhalation exposure and 20 min of oral
administration. ... The nasal cavities of human and laboratory animals appear to have a limited ability to
absorb and excrete acetone vapor, compared with the remainder of the respiratory tract. Acetone is
uniformly distributed among non-adipose tissnes and does not accunmlate in adipose tissue. . Acetone
15 rapidly cleared from the body by metabolism and excretion. ... Exhalation is the major route of
elimination for acetone and itz terminal metabolite {carbon dioxide}), and the fraction of adminiztered
acetone that is exhaled as unchanged acerone iz dose-related. Urinary excretion of acetone and its
metabolites occurs but this route of elimination iz minor ... Exogenously supplied acetone enters into
many metabolic reactions in tissues thronghout the body, bt the liver appears to be the site of most
extenzive metabolism. Carbon from orally administered acetone has been detected in cholesterol,
amino acids, fatty acidz and glycogen in rat tissues, urea in wrine and unchanged acetone and CO2 in
exhaled breath, Metabolically, acetone is degraded to acetate and formate ... Oral LD30 values in adult
rats are in the range of 5800-7138 me'dke. .. Experimental animal data characterizing the effectz of long
term oral or inhalation exposure lo aceione are not available, due probably to its low toxicity and its




HSDB

IR T

Search Besulis

Basic Search

Modify Search

o

Item 1 of 187

Brovwse Indes

Contents

r [E FULL RECORD
r e Human Health Effects

r &® Emergency Medical Treatment

r E® Animal Toxicity Studies
r e MMetabolismPharmacokinetics

r =@ Pharmacology

r =@ Enviroomental Fate & Exposure

rEd Environmental Standards & Eegulations
r E® Chemical al Properties
r =@ Chemical Safety & Handling
rEd Crecupational Exposure Standards
r & Manufacturing Tse Information
r &® Laboratory Methods

r =@ Special References

r =@ Synomyms and Identifiers

& Administrative Tnformation

il

ol

3 Links to Related Records in GtherDatab

=1ol x|

ACETONE <]
CASEN: 67-64-1 IRTIS Record
For ather aata, click on the Table of Conl| CCRIS Record

GENETOX Record

Metabolism/Pharmacokinetics: TOXLINE SPECIAL Records

TOXTLINE CORE Records
ChemIDphis Chemical Strmcture

Mecabolism/ Metabolic es:

Two pathways for the comversion nfmgtumm'gnmmm:ﬁu—mmrgryummm—_l
propanediol pathways. The metbyl,glyuxa] pathwray is responsible for the conversion to acetol, acetol to
methvlglyvoxal, & subsequent conversion of methylzglvoxal to glucose, The propanediol pathway

involves the conversion of acetol to L-1.2-propanediol by an as yet unknown process. L-1.2-
propanediol 1z converted to L-lactaldehyde by alcohol dehydrogenase, & L-lactaldehyde 15 converted to
L-lactic acid by aldehyde dehvdrogenase, Expression of these metabolic pathways in rat appears 1o be
dependent on the induction of facetone’ oxvgenase & acetol monoosyvgenaze by acetone,

[Cazazza JF et al: J Biol cChem 258 f{1)! Z31-4 [19084] ]**PEER REVIERED**

HEPATIC WAD-DEPENDENT ATLCOHOL DEHYDROGENASE ..
CATALY NG REVERSE BEEACTION I WHICH ...
[Te=ta, B. and P. Jemmer. Drug Metabolism:

Yark: Marcel Dekker, Inc.,

. ENZYME IS CAPABLE OF

ACETONE . /IS REDUCED TO ALCOHOL/ .
Chemical & Biochemical Aspects. New
10%m. 210]**PEER REVIEWED**

Acetone may be converted to 1, 2-propanediol which enters the glveolyiic pathway & poszsibly the one
carbon pool. Acetone has been shown to be converted to lactate in mice. The rate-limiting step appears
to be the conversion of acetone to a hydroxylated intermediate. Fats & mice exposed to 30 mg/l of
acetone, & rabbits & guinea pigs exposed to 72 mg'l for 2 hr, had increased levels of acetone,
acetoacetic acid, & beta-hydroxybutyric acid in the blood & urine immediately atter expozure & 24 hr
later.

[Clayton, G. D, and F. E. Clayton [eds.]. Patty's Industrial Hygiens and

Toxicology: Volume 2k, 2B, 2C: Toxicologw. 3rd ed. New York: John Wilewy Sona,
19p1-1282. 4Y26]**FEER REVIEWED**

Acute admin of acetone to rat: resulied in measureable levels of izopropanol in blood. Metabolism of
acetone to izopropancl was different in normal & diabetic animalz. Blood levels of isopropanol

Meoe Ancen o

snnebod o svnee of 8 1 sendes boet thownsn sxvne o F sdhacs sencan g g dialedin sabs To o




il

r B FULL RECORD

r =@ Substance Identification

r =@ Studies Data

e Administrative Information

(et

4l

ACETONE

CAREN: 67-64-1

For ather data, click on the Table of Contenis
Substance Identification:

Substance Name: ACETONE

CAS Registry Number: 67-64-1

Data Type:

hltagenicily

Studies Data;

Mutagenicity Stndies:

Test System: AMES SALMONELLA TY PHIMITRIUW

Strain Indicator: TA100

Metabolic Activation: NONE

Method: PREMMNCIUTBATION

Drose: 100-10000 UGPLATE (TEST MATERIAL SOLVENT: DISTILLED
WATER)

Fesulis: NEGATIVE

Relference:

[EEIGER,E, ANDERSON,B, HAWORTH,S, LAWLOR, T BAND MORTELMANS, K. SALMONELLRE
MUTASENICITY TESTS. V. BESULTS FROM THE TESTING ©F 311 CHEMICALS:; ENVIROM. MOL.
MUTAGEN. 19 (SUPPL.Z1}:2-141, 198Z]

Test System: AMES SATMONELLA TYPHINMURIUN
Sirain Indicator: TALDD
Metabolic Activation: HAMSTER, LIVER, 5-%, AROCLOR 1234 (10 OR 30%)




LIMITS

National Library of Medicine

About = Cuntacl_ ol __S_ea_rt:h et
Specialized Information Services s I s

Sample Record

HSDE Scientific
Review Panel

Hazardous > Tox. & Env. Health & TOXNET = HSDB  © Limits
Substances
Data Bank
Databases Search HSDB
Hazardous Substances E
Data Bank ==
IRIS G
' GENE-TOX G |||lymphatic leukemia Search | Clear |
CCRIS o ]
— 1 |Add chemical synonyms and CAS numbers to search:
Multi-Databases E @ Yes © No
TOXLINE i
o ? Search: © exactwords & singular & plural forms © word variants
T ? Search records with: © the phrase @ allwords © any words
ChemIDpl ol : i ) :
emopls (e ﬁe-artfh L ':elgsé i fields will b Contract all categories =1
TOXNET Home {If no box is checked, all fields will be Expand all categories Ol
searched )
Other NLM Resources. | ™ = Substance Identification
~ ®€& Human Health Effects
DIRLINE ™ =€ Emergency Medical Treatment
—— I =€ Animal Toxicity Studies
) 2 I =& Metabolism/Pharmacokinetics
AltBib I~ =& Pharmacology
Tox Wyehlinks " @€ Environmental Fate & Exposure
MEDLINEpis " =% Environmental Standards & Regulations
Tox/Env. Health =& Chemical/Physical Properties
subset I~ =8 Chemical Safety & Handling
PubMed [ g Occupational Exposure Standards
[ Manufacturing/Use Information
ML Gat
A=A ™ =@ Laboratory Methods
Locatorpiis I~ =¢ Special References
e Synonyms and ldentifiers
Support Pages I~ =@ Administrative Information
Help Search | Browse the Index|
Fact Sheet




Search History

TOXNET

# Toreview search strategies

# To combine search statements (within databases)

z Query Box provided to enter subsequent searches directly on Search History Page
# Use # to combine search statements (e.g. #1 AND #2)

<3 Set History - Microsoft Internet Explorer

H5DB for 1 AND #2

s Zearch History will be lost after one hour of inactivity.
= To combine searches use # before search munber. e g #2 AND #o.
= Zearches mayv not be combined across databases.

iSeﬂr(‘h iDi‘lti‘lbﬂSE | Query | Time [Result
[use] [mfs] [mmfg] [omin] [form] [imp] T iz
B sdb [epat] [prod] [impt] "latesx paint” [expt] 101224,
[toxs] [care] [htox] [htxv] [seri] [warn] 5
#1 hsdb [rneds] [popl] [rtex] [body] [avdi] "lymphatic [10:12:03 =
leukermnia" [minf]

Clear History
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Boolean Searching, Field Qualification, Search Techniques

= Upper Case Boolean Operators (AND, OR, NOT)

= Fieldsin brackets and post-qualified (e.g. benzene [na])

z5 Nested parenthesis permitted

& Phrase searching with quotation marks (e.g. “coronary artery bypass’)
& Asterisk (*) for truncation (e.g. carcinogen*)
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Part 11

TOXLINE and Related Files

TOXNET 36 June 2003



TOXLINE
TOXicology Literature onLine

= Covers pharmacological, biochemical, physiological, environmentd,
and toxicological effects of chemicals/other agents on living systems

& Citations, Abstracts, Keywords and/or MeSH (Medical Subject
Headings)

= CAS Registry Numbers
& From 1965 to date (and earlier)
z Drawn from Secondary Sources, varying unit record formats

= Components — TOXLINE Core (on PubMed, accessible via TOXNET)
and TOXLINE Special (on TOXNET)

z Over 3 million toxicology related records combined
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TOXLINE Core (on PubMed)

TOXNET

&5 Toxicology Subset limit of MEDLINE on PubMed
& Similar to TOXLINE's former TOXBIB subfile
z Drawn from standard biomedical journal literature

z5 Accessible directly on PubMed or from the TOXLINE search screen
on TOXNET

=z Some features of PubMed:
= MeSH Searching

= Limit by field, publication type, age, gender, language, human

or animal, etc.
= Cubby —to store and update searches
=~ Related articles
= LinkOut + Linksto Books
= Interlibrary Loan (Loansome Doc)
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TOXLINE Specia (on TOXNET)

&< Technical Reports and Research projects
= Federal Research in Progress (FEDRIP)
= Toxicology Document and Data Depository (NTIS)
= Toxicology Research Projects (CRISP)
= Toxic Substances Control Act Test Submissions (TSCATS)

= Specia Journa and Other Research Literature
= Developmental and Reproductive Toxicology (DART)
= International Labour Office (CIS)
= Swedish National Chemicals Ingpectorate (RISKLINE)
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TOXLINE Special (continued)

&< Archival Collections (No Longer Being Updated)

TOXNET

&

&

&5

&

Aneuploidy (ANEUPL)

Environmental Mutagen Information Center file (EMIC)
Environmenta Teratology Information Center file (ETIC)
Epidemiology Information System (EPIDEM)

Hazardous Materials Technical Center (HMTC)
International Pharmaceutical Abstracts (1PA)

NIOSHTIC (NIOSH)

Pesticides Abstracts (PESTAB)

Poisonous Plants Bibliography (PPIB)

Toxicological Aspects of Environmental Health (BIOSIS)

40
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TOXLINE Special (continued)

& Some Features of TOXLINE Special
= Relevancy Ranking
= Toggle between TOXLINE Special and TOXLINE Core
= Automatic Mapping to MeSH terms
= Link to TOXLINE Specia from ChemlDplus
= Related Articles

Note: Search algorithms and display formats of TOXLINE Special and
TOXLINE Core vary.
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Another Toxicology Literature File

TOXNET

Developmental and Reproductive Toxicology (DART/ETIC)
100,813 Records

= Covers Developmental and Reproductive Toxicology
(including Teratology)

& Components— DART Core (on PubMed) and DART Special
(on TOXNET)

42
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Search Page - Toxicology Literature Files

=z One Box Search for:

= Chemicals— enter chemical names or CAS Registry numbers.
Let system add synonyms (default) or use exact terms entered.

= Other Terms
= Select TOXLINE Special, TOXLINE Core or both (default)
# Browse Index for:
= All Words
= Authors
= MeSH Headings/Keywords
= CAS Registry Numbers
& Automatic Term Mapping to MeSH & UMLS
= €.g. passive smoking --- tobacco smoke pollution
& Limits
= For more precise searching — to search within all fields, title only, author
only, by specific range of years of publication, subfile, language, tc.
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Search Results Page - Toxicology Literature Files

& Displaystitle, author, source, subfile of retrieved records

# Relevancy Ranked Display

= Select Record(s) of Interest

# View Details of Search Strategy

= Modify Search — Returns you to Search Page with query intact

& Begin anew Basc Search — Returns you to Search Page with blank
guery box

& Or Search can be modified or begun anew directly on Results Page

& Sort Results— By year of publication, title, author, entry month,
relevance, in ascending or descending order

= Save Checked Items, Display Checked Items

z View Search History and combine search statements
= Download — Brief, Full, Abstract, Tagged

= Browse Index

= Returnto TOXNET Home
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Selected Record Page - Toxicology Literature Files

= Displays full bibliographic record — Title, Author, Source, Abstract,
keywords, etc.

&5 Search Terms highlighted in Red
&

= Related Records

=z Return to Search Results page

= Download — Brief, Full, Abstract, Tagged

= Modify Search — Returns you to Search Screen with query intact

= Begin anew Basic Search — Returns you to search Screen with blank
guery box

z Or Search can be modified or begun anew directly on Results Page
# View Detalls of Search Strategy

z View Search History and combine search statements

= Browse Index

& Returnto TOXNET Home




National Library of Medicine
Specialized Information Services

About » Contact » Search W

= Tox. & Env, Health = TOXNET » TOXLIME

Ibrain cancer pesticide

Search . Clear |

For chemicals, add synonyms
and CAS numbers to search:
& Yes O Mo

Searchin
& TOXLINE Special

Toxicology
Bibliographic Information
Databases
' HSDB o
=0
| GENE-TOX Ial
| CCRIS 5l
 Multi-Databases (i |
|
DART/ETIC o]
= 5
 ChemIDplus o
| TOXNET Home |

¢« TOXLINE Core on
Fubted

 Both

Merve Default

Limits | Browse the Index|

Other NLM Resources

DIRLINE
Haz-Map
AltBib

Tox Wehlinks

MEDLINEgRLS
ToxEnv. Health subset

FPubhed
MLM Gateway
Locatorgius

‘Support Pages

Help
Fact Sheet

Sample Record
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Save
Checked Items
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History
Download

Modify Search -

Basic Search

Browse Index
Help

| TOXNET Home

Basic Search

Browse Index

D

Help

TOXNET Home

Basic Search
Browse Index
Help

TOXNET Home
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National Library of Medicine
Specialized Information Services !

TOXLINE Special > Tox. & Enw. Health © TOXNET » TOXLIME
Search Results Special

|hrain cancer pesticides Search | Clear | Limits |

For chemicals, add synomyms and CAS numbers to search, & Yes © MNo

terms 1 through 20 of 63

References are sorted In relavancy ranked order.
Click on Sort fo change the order of the refrisved References.

Pages: 123 »

Select
Record

1 Pesticide Prioritization for a Brain Cancer Case-Control Study
Sanderson T ; Talaska G ; Zasbst D ; Davis-King K ; Calvert G
Environmental Research, Vol 74, Mo. 2, pages 133-144, 28 references,
1997 NIOSH]

2 I Pesticide prioritization for a brain cancer case-control study.
SANDERSOMNWT ; TALASKA G, ZAEBST D, DAVIS-KING K ;
CALVERT G
ENVIRONMENTAL RESEARCH, 74 (2). 1997, 133-144 [BIOSIS]

3 Occupational Risk Factors for Brain Tumors among Women in
Shanghai, China
Heineman EF ; Gao ¥-T ; Dosemeci M ; McLaughlin Jk
Journal of Occupational and Environmental Medicine, Vol 37 Mo, 3,
pages 288-293, 22 references, 1995 MIOSH]

4 [T Brain cancer mortality among French farmers: The vineyard
pesticide hypothesis.
VIEL J-F ; CHALLIER B ; FITARD A POBEL D
ARCHWVES OF ENVIROMNMENTAL HEALTH, 53 (1) 1998 65-70.
[BIOSIS]

5 [ Family pesticide use and childhood brain cancer.
DAVIS R BROWNSOMN RC ; GARCIA R BENTZ BJ ; TURMNER A
ARCH ENVIRON CONTAM TOXICOL, 24 (1). 1993, 87-92. [BIOSIZ]

6 T Occupational exposures in spraying and application of insecticides
IARC working group
TAIARC Monographs on the evaluation of the carcinogenic risk of
chemicals to humans PG:45-92 YR 1991 IP: V53 [RISKLINE]

7 T Proportionate Mortality Study of Golf Course Superintendents
Kross BC ; Burmeister LF ; Ogilvie LK ; Fuortes LJ; Mei Fu C

American Journal of Industrial Medicing, Vol. 29, Mo, 5, pages 501-206, 45
references, 1996 [NIOSH]
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Pesticide Prioritization for a Brain Cancer Case-Control Study
Authors:

Zanderson WT
Talaska &
Zashst D
Dravis-king K.
oalvert &

Source: Environmental Recearch, Wol 74, Mo, 2, pagas 133-144, 28 raferances,
Taa7

Abstract:

Frocedures used o select pesticides to be included in a NIZ=H case control
Shacy examining the sk of brain cancer in famm workers inlowa, Michigan,
Minnasota, and Wisconsin associated with pesticide use and other
ervironmeantal exposures was discussed. A procedure 10 identify and prioritize
the pesticides most appropriate for the study was needed because of the
large number and varaty of pesticides available, appraxdmataly 24, 000
commercially registerad pesticides, therafore making it impossibla to
investigste them all. Lists of pesticides were created to document those used
In the four states and in the LIS as awhalg whilizing data from the LS
Drepartmant of Agricultura and the departments of agriculture and land grant
collenes ineach state. Pesticides voare then priontized according 1o the
critaria wolumea of use befare 1985, ranking of usa in the four states and the US
ac a whole according to pesticide typma, and toxicologic evidence af
carcinogenic, teratogenic, and mutagenic effects. The critenon 'pesticide use
biafore 1985" was chiosen 1o allow a latency pericd of &t least 10 vears for brain
cancer. The study was o be based on brain cancer cases diagnosad in the
four states from 1935 on. A total of 240 pesticides were used in the four
states 107 herbicices, 81 insechcides, 22 fumigants, and 35 fungicides. LIsing
the critena abova, the listvas raduced to 56 herbicides, 48 insecticides, 17
fumigants, and 12 fungicides. The final list repressrtad more than 99% of the
totel pounds of herbicides and insecticides and mare than 99% af the tolel




paunds of fungicides and fumigants used in the states before 1985, Lists of the
priarity pesticides are to be sentto the study paticipants befors the study
questionnaine 1z administenaed 1o allow tharm ims 1o recall detals of their
including specific vears of use and crops they veere LUsed on The authons
conclude that e procedurss used 1o selecl the pasticides 10 e sxamingd in
this study are usaful for documentng past pesticide use

Keywords:

Duzhl24 1835

MIOSH Authior
Agricultural chemicals
Qecupational expasura
E pidarniology

Erain wumars

Risk analysis

Irfarmati on systems
Agricultural workars

Coden:

EMYRAL
Entry Month: Cclober, 1292
Year of Publication: 1997
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Part 1V

TRI and other Specialty Files
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Toxics Release Inventory (TRI)
U.S. Environmental Protection Agency (EPA)

TRI 95-00 — 482,531 Records

& Facility Identification (Facility Name, Address, Phone, etc.)
z Substance Identification (Chemical Name, CAS RN, Uses, €tc.)

z Environmental Release of Chemical (in Air, Water, Land,
Underground Injection)

= \Waste Treatment
=z Off-Site Waste Treatment

&5 Source Reduction and Recycling (Quantity Released, Energy
Recovery, Quantity Recycled, Quantity Treated)

TOXNET 4 June 2003



TRI Background

TOXNET

& Right-to-Know Movement — Workplace, Community
2 OSHA Hazard Communication Standard — 1983
= SUPERFUND = CERCLA (1980)
# Bhopal (1984) and smaller scale chemical disasters
= SARA (Superfund Amendments and Reauthorization Act) (1986)
= Title 3=Emergency Planning and Community Right-to-Know Act
= Section 313 = Toxic Release Reporting
& Pollution Prevention Act of of 1990

55 June 2003



Search Page - TRI

TOXNET

= Severa search query boxes —fill in any combination.

& Chemica names or CAS Registry numbers. Let system add
synonyms (default) or use exact terms entered.

= Select Year(s) —1995-2000
z Facility Name(s)
z Facility Location (state, city/state, county/state, zip)
& Ranging
=~ Greaterthan _ pounds
= Tota Release, Air, Water, Land, Underground Injection
= Or “No Release Selected”
& Browse Index for:
= All Words
= Chemical Name
= CAS Registry Number
= Facility Name
= Facility City 5

June 2003



Search Results Page - TRI

Displays facility name, chemical, city/state of retrieved records.
Unsorted order
Select Record(s) of Interest

Calculate Releases— Tabular Display of Total Environmental Releases and
Off-Site Waste Transfers for all retrieved records.

View Details of Search Strategy

Modify Search — Returns you to Search Page with query intact

Begin anew Basic Search — Returns you to Search Page with blank query box
(note: search screen can’'t be modified directly from this page)

Sort Results — By substance name, facility name, city, or state. Ascending or
Descending.

Save Checked Items, Display Checked Items

View Search History and combine search statements
Download — Brief or Full Format

Browse | ndex

Get Help

Return to TOXNET Home

"R & X

R &R R

il

N &R &R R KRR
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Selected Record Page - TRI

z Full record displayed

z Choose fields for display from Contents (expand, contract categories)

z5 Navigate — Next Item, Previous Item

# View Detalls of Search Strategy

z Modify Search — Returns you to Search Screen with query intact

= Begin aNew Search — Returns you to Search Screen with blank query box

= Browse Index

= Get Help

z Download — In Full Format
& Returnto TOXNET Home

& Link to records for the same chemical in Other Files- (including
TOXLINE and ChemIDplus
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About » Contact » Search

National Library of Medicine
Specialized Information Services

SIS

Toxics Release Inventory b Tox. & Env. Health » TOXNET » TR
Databases Search TRI Other NLM Resources
 HSDB 1] DIRLINE
| IRIS EI Haz-Map
| GENE-TOX El Chemical Name or CAS Registry | AtEib
| ccris @] Number Tox Weblinks
| mutti-Databases (1| [methyl ethyl ketone MEDLINEplus
|mu"£ El Tox/Eny. Health subset
| o] Search |  Clear | PubMed
R G Add synomyms and CAS numbersto | iy Gateway
it b ol , @ search:
' & Yas € Mo Locatorpius
ChemiDplus El
| TOXNETHome || TRIFiles. Support Pages
- 2000 & 1893 I 1998
™ 1897 T 1896 I 19495 Help
Fact Sheet

Facility Names
(Separate multiple entries with
COMmmas)

Facility Location

(Separate multiple entries for state,
city/state, or zip with commas. For
example: NJ, DE, ar Trenton MNJ,
Houston Tx, ar 21113, 21224 )
Imarshfiell:lfmu

© State & City/'State
 CountyState © Zip

=
E

Greater Than IU Ibs
for

IND Release Selected

‘Search | Browse the Index

Sample Record




Calculate
Release!

Save
Checked ltems

Sort

History
Download

Modify Search

Browse Index
Help

TOXNET Home

L

National Library of Medicine

TRI99 Search Results

Specialized Information Services s I s

About » Contact = Search

I Tox. & Env. Health = TOXMET

Flease click on Modify Search button to maodify TRI search strategy.

lterms 1 through 2 of 2

FacilitwSubsiance Names are unsorted.

Select
Record

1

20

Facility/Substance Name

WILCORP INDS. INC.
METHYL ETHYL KETONE
MARSHFIELD, MO

YORK CASKET-MISSOURI
METHYL ETHYL KETONE
MARSHFIELD, MO

= TRIZ9




TRI99 | New Soarch lf  Dotails I Other Files [fWodify Search
i TOXNET

T Ttem 2 of

TRI9Y
es Bl METHYL ETHYL KETONE
YORK CASKET-MISSOURI

O FULL RECORD MARSHFIELD, MO
I 2@ Facility Identification For aother data, click on the Table of Contents
I~ # Substance Identification
" ® Environmental Release of Chemical Environmental Release of Chemical:
I~ 2@ Waste Treatment
I 2@ Off Site Waste Transfer z : P :
[ @ Source Reduction and Recvcling Non-Point Air Emissions Estimates:
I 2% Administrative Information Non-Point Air Release: 1,900 Ibs./rep yr. 1999
Basis of Estimate: {C) Mass Balance Calculations

Point Air Emissions Estimates:
Point Air Release: 17,000 lbs./rep yr. 1999
Basis of Estimate: {C) Mass Balance Calculations

Total Air Release: 18,900 lbs./rep yr. 1999

Water Discharge Estimates:
Receiving Stream: NA
Water Release: NA
Basis of Estimate: 0%

Total Water Release: 0 lbs./rep yr. 1999
Underground Injection Total: 0 lbs./rep yr. 1999

Land Release Estimates:
Disposal Method: (D03) Land Treatment/Application/Farming

Land Release: NA




iSIS

ko
Search | d gt Disgeas

More Searches

ap

Haz-Map Help Glossary References

Browse Haz-M

+ Hazardous Agents
1. By Types of Agents
2. By Adverse Effects
3. Alphabetically

+ Occupational Diseases
1. By Types of Diseases
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References

Browse Haz-Map by Jobs Search TOXMNET .

Infarmation about this job:
Carpenters

« High risk job tasks associated with this job:

o Apply arsenic preservatives to wood

o Contaminate skin or inhale spray while using
pentachlorophenaol

o Handle agents that cause allergic contact dermatitis or
contact urticaria

o Installed insulation before 1975

o Machine allergenic wood and inhale dust

o Remove insulation installed before 1975

o Saw or sand arsenic-treated wood

o Saw or sand creosote-treated wood

o Use epoxy, isoeyanate, or formaldehyde-resin
adhesives. finishes, or sealants

a Use n-hexane as a solvent in glues, coatings, or

dEgI‘EEEEH
o WWork with glue solvents

Specialized nformation Semices LS hlational Library of bMedicine
B200 Rockyille Pike, Bsthesds, WD 20294
Mational Insi Hi
PrivacyiDisclaimer Mofice
Cugtamer Serdce: 120 i
Last updated: Febmary 14, 2003
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Search as Agent Disease  Job Text Search
Haz-Map Search” More Searches ¥ Haz-Map Help Glossary References

Browse Haz-Map Search TOXNET [}

Agent Name n-Hexane

Alternative Name |Hexane

CAS Number 110-54-3

Formula CB-H14

Major Category Sohvents

Synonyms Hexyl hydride normal-Hexane
Category Allkanes [Paraffins)

Description Colorless liguid with a gasoline-like odor;

Used as a solvent, especially in the adhesive and shoe
industries; abused by glue sniffers for its euphoric effects;
Sources/Uses [Lalou, p. 371] Used in shoe and furniture manufacture to
dissolve glue; also used in adhesive tape manufacturing;
[Sullivan, p. 1124]

n-Hexane is in the list of "Some volatile substances which
may be abused by inhalation” published on the web site of
the U.N. International Drug Control Programme, indicating
its potential to cause narcosis inworkers. In addition to
CMS solvent syndrome, n-Hexane can cause motor
neuropathy.

Comments




Exposure Assessment

BEI

2 5-Hexanedione in urine = 5 mgfy creatining; end of shift;
screen forn-hexane in end-expired air;, ACGIH Motice of
Intended Change (2001):2 5-Hexanedione {free) in Urine =
4 madl end of shift near end ofworkweelk;

Skin Designation

(ACGIH] e

TLV (ACGIH) 50 pprm
PEL (OSHA) 500 ppm
IDLH (NIOSH 1100 ppm

Excerpts from
Documentation for
IDLHs

It has been reported that a 10minute exposure to 5,000 ppm
caused dizziness and a sensation of giddiness.

Vapor Pressure  |124 mm Hg
Qdor Threshold

Low 65 ppm
Qdor Threshold 248 pprr

High

IDLH = 10% of LEL (lower explosive limit); Odor threshold

Explanatory Notes from AlHA:
MAK 50 ppm
Half Life Urine (2 5-hexanedione): 15 hours; blood: 2-3 hours; fat; 64

hours; [TDR, p. 1480]

Reference Link

IATSDR ToxFAQs - n-Hexane

Fr!]aFn;Eab'"t 3o may ignite at ambient temperature
Adverse Effects
Neurotoxin Motor Neuropathy
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I Quick Search

Browse & Search
« Prodicts Health & Safety Information on Household Products

+ Ingredients

+ Health Effects What's under your kitchen sink, in
your garage, in your bathroom,
and on the shelves in your laundry

Support Pages room? Do these household

* About products pose a potential health
* Help risk to you and your family?

* lossary

+ Contact s Find out what's in these products
« Disclaimer and what are the potential health

effects, and other safety and

+ Other Resources handling information.

Continue...
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TOXNET

Professional Associations

z Soclety of Toxicology — http://www.toxicology.org/

& Society of Environmental Toxicology and Chemistry —
http://www.setac.org

= American Academy of Clinical Toxicology — http://www.clintox.org

=z American Association of Poison Control Centers —
http://www.aapcc.org

z Society of Risk Analysis — http://www.sra.org

z5 Other groups in environmental health, occupational health, indugria
hygiene, health physics etc.
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U.S. Government Resources

& Agency for Toxic Substances and Disease Registry (ATSDR) —
http://www.atsdr.cdc.gov

# Environmental Protection Agency (EPA) — http://www.epa.gov

# Food and Drug Administration — http://www.fda.gov

= National Center for Toxicological Research —
http://www.fda.gov/nctr

z Nationa Institute for Occupational Safety and Health —
http://www.cdc.gov/niosh
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U.S. Government Resources (continued)

TOXNET

=z Nationa Institute of Environmental Health Sciences —
http://www.niehs.nih.gov

z National Toxicology Program — http://ntp-server.niehs.nin.gov

z U.S. Chemical Safety and Hazard Investigation Board —
http://www.chemsafety.gov

Some State Government Sites

25 New Jersey Department of Health and Senior Services — Division
of Epidemiology, Environmental and Occupational Health —
http://www.state.nj.us/health/eoh

=z Cdifornia— Office of Environmental Health Hazard A ssessment —
http://www.oehha.ca.gov

70 June 2003



Some Chemical Databases

&5 Chemfinder — http://www.chemfinder.cambridgesoft.com

z |Internationa Toxicity Estimates for Risk (ITER) (from TERA)
(featuring comparative risk values) — http://www.tera.org/iter

&5 Scorecard (from Environmental Defense) — http://www.scorecard.org

& Environmental Fate Databases & more (from Syracuse Research
Corporation) — http://esc.syrres.com

2 EXTOXNET (pesticide information) — http://ace.orst.edu/info/extoxnet
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TOXNET

Some Chemical Databases (continued)

= PAN (Pesticide Action Network) Pesticides Database —
http://www.pesticideinfo.org

z Whereto Find Material Safety Data Sheets on the Internet —
http://www.ilpi.com/msds

z RXLigt, the Internet Drug Index — http://www.rxlist.com

& International Programme for Chemical Safety (IPCS) INCHEM —
http://www.inchem.org/

Also Consider:
&5 SCIrus - Elsevier Science - http://www.scirus.com/
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TOXNET

Other Web Sites

= UNEP (United Nations Environment Programme) Chemicals —
http://www.chem.unep.ch

& Intergovernmental Forum on Chemical Sefety -
http://www.who.int/ifcs

# |nter-Organization Programme for the Sound Management of
Chemicals - http://www.who.int/iomc/

=z National Council for Science and the Environment —
http://www.cnie.org

& Society of Environmental Journalists — http://www.se|.org

= TEHIP/INLM Web Links —
http://sis.nim.nih.gov/Tox/ToxWebL inks.html
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Some Commercia ($) Databases

# ARIEL Insght — Aridl Research — http://www.arielresearch.com

= BIOSIS Previews — BIOSIS — http://www.biosis.org

25 Chemical Abstracts & CAS Registry — Chemical Abstracts Service —
http://www.cas.org (al so http://sthweb.cas.org)

& CCINFOweb (CHEMINDEX &IPCS/INCHEM are free) — CCOHS—
http://www.ccohs.ca

#5 CIS Database (on occupational health) (from the International Labour

Office) (free asa TOXLINE subfile) —
http://www.ilo.org/public/english/protecti on/saf ework/ci s/products/cisdoc.htm
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TOXNET

Some Commercial ($) Databases (continued)

= EMBASE — Elsevier Science — http://www.embase.com

z Environment Abstracts — Congressiona Information Service —
avallable from Dialog - http://www.dialog.com/

= MICROMEDEX Databases— MICROMEDEX —
http://www.micromedex.com

& Sclence Direct - Elsevier - http://www.sciencedirect.com/

z5 Toxicology Abstracts — Cambridge Scientific Abstracts —
http://www.csa.com

= Web of Science — 1Sl — http://www.isinet.com/
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Some Web Search Engines and Tools

= AltaVista— http://www.altavista.com

#5 Google— http://www.google.com

& Hotbot — http://www.hotbot.com

# Y ahoo — http://www.yahoo.com
z Meta Search Engines
= G02Net — http://www.go2net.com

= Dogpile — http://www.dogpile.com
= ASK Jeeves — http://www.ask.com
& Searchenginewatch — http://www.searchenginewatch.com

z Mailing List Directories — PAML - http://www.paml.alastra.com/
CATALIST - http://www.lsoft.com/listg/listref.html
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TOXNET Exercises

[Note: There istypically more than one “right” approach to answering each of the following questions. Answers, where they are provided,
are merely representative, not definitive. Explore]
TOXICOLOGY DATAFILES

1. What isthe CAS registry number and octanol/water partition coefficient of 2,6-dinitrotoluene and what is this chemical used for?
[HSDB]

In HSDB, search for 2,6-dinitrotoluene and click on the 2,6- dinitrotoluene record on the Search Results Page. In the Table
of Contents, expand Chemical/Physical Propertiesand click on Octanol/Water Partition Coefficient. Expand
Manufacturing/Use I nformation and click on Major Uses.

2. Has 2,6-dinitrotoluene been shown to be mutagenic in the Ames salmonella test? [HSDB]

M ODIFY above search to 2,6-dinitr otoluene ames, and click on 2,6-dinitr otoluene record.

3. Whatisthe oral LD50 of caffeinein male rabbits? Also, click on DETAIL S to view the search strategy. [HSDB]

Search for oral 1d50 caffeine male rabbits and click on caffeine record.

4. Hascaffeine been studied as atumor promoter? Does it cause mutations? [CCRIS, GENE-TOX]

From HSDB caffeine record (above), click on Other Files. Select CCRIS. Expand Studies datain Table of Contents and check
the boxes for Tumor Promotion Studies and M utagenicity Studies. Return to HSDB. Click on Other Files again and
select GENE-TOX. Select Mutagenicity Studies.

5. Which of the toxicology data files contain information on ammonia? What is the Inhalation Reference Concentration (RfC)
of ammonia? (Note: the RfC is a non-carcinogenic risk assessment parameter) Also, view the DOWNLOAD options available.
[Multi-Data Base and IRIS]

Select the M ulti-Database option on the TOXNET main page. Search for ammonia. Click on the IRIS ammoniarecord.

Expand Chronic Health Hazard Assessment for Noncar cinogenic Effects in Table of Contents. Click on Reference
Concentration for Chronic Inhalation Exposure (RfC).
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TOXNET Exercises (continued)

6. What are some chemicals used in leather tanning and what are their human health effects? [HSDB]
Use the limits option of HSDB. Search for leather tanning in HSDB. Expand Manufacturing/Use I nformation and check the

box for Major Uses. Click on severa retrieved chemical records to view their “best sections” and click on Human Health Effects
for these records in the Table of Contents.

7. Does nitrobenzene have any effect on sperm? Find some recent general articles on nitrobenzene. [HSDB, TOXLINE Core]

Search for nitrobenzene sperm in HSDB. Click on nitrobenzene record and view Best Sections. Click on Other Filesand click
on TOXLINE Core.

8. How does the U.S. Environmental Protection Agency characterize the carcinogenicity of methylmercury? [IRIS]

Search for methylmercury in IRIS and select the methylmercury record on the Search Results page. Expand category
I1. Carcinogenicity Assessment for Lifetime Exposure. Click on 11.A. Evidence for Human Car cinogenicity.

9. Find any information on the occurrence or effects of methyl parathion in soil. Search using the chemical' s CAS Registry Number —
298-00-0. [HSDB]

Search HSDB for 298-00-0 soil in the query box and scan the Best Sections of the methyl parathion record.

10. Use Boolean operators and phrase searching to look for information on lung cancer or bladder cancer in workers, in HSDB.

Enter — (“ lung cancer” [htox] OR “bladder cancer” [htox]) AND worker

TOXNET 78 June 2003



TOXNET Exercises (continued)

TOXICOLOGY LITERATURE FILES

1. Search TOXLINE Specia for articles by C.N. Pope. Sort retrieval by primary author names. [TOXLINE Special]

Search for “pope cn’ in query box. On “Search Results” page, click on “ SORT” button and sort by author.

2. Search TOXLINE Specia and TOXLINE Core for phosphoric acid. Explore navigating through your retrieval, examining individua
records, and going to linked records. [TOXLINE Specia & Core]

Search for phosphoric acid in query box. Click on Details buttons in both databases to view the respective search strateges. Navigate

the pages. Click on records of interest and on hot-linked data — e.g. keywords, author names, CAS registry numbers. Check for related
records.

3. Find articles focused on the effects of diet on breast cancer. [TOXLINE Special & Core]
Try aLimits search. Enter diet breast cancer in the query box. Limitto Titles. SelectBoth TOXLINE Specia and TOXLINE Core.

4. Find journa references on the treatment of arthritis by the anti-inflammatory agent Celebrex. [TOXLINE Core]

Search for arthritiscelebrexin the query box. Select the TOXLINE Core radio button.

5. Usethe EMIC subfile to determine whether peppermint been testedfor mutagenicity. Check for English language articles.
[TOXLINE Speciadl]

Conduct a Limits search. Select EMIC asa TOXLINE Component and English as alanguage from the drop down menus.
Enter pepper mint in the query box.

6. Find information on the effects of alcohol on the fetus. [DART Specia and DART Core]

Select Both DART Specia and DART CORE. Search for alcohol fetus in the query box.
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TOXNET Exercises (continued)

7. Search TOXLINE Core directly on PubMed to find articles on toxicologica aspects of jellyfish. Search for articles published from
2000-2003 in English. [TOXLINE Core via PubMed directly].

Go to PubMed at hitp://pubmed.gov. Click on Limits. Enter jellyfishin the search query box. Limit the search to the toxicology
subfile, the publication dates to 2000-2003 and the language to English.

8. Find information on rena failure associated with amanita mushroom poisoning. Look for English language articles published from
1995 to 2003. [TOXLINE Special]

Conduct a Limits search. Enter amanita renal failure in the query box. Restrict publication yearsto 1995-2003. Select English from
the dropdown menu.

9. Usethe HISTORY feature to look for hospital or medica waste incineration in TOXLINE Specia. [TOXLINE Specidl]
First search for “ hospital waste” incinerat*. (Using quotes looks for the terms together as a phrase. Theasterisk isfor truncation and

searches for words such asincinerate, incineration, etc.) Then search for “ medical waste” incinerat*. Pressthe HISTORY button and
combine your two searches according to the instructions, and using an “OR” operator.

TOXICCHEMICAL RELEASES

1. How much ammoniawas released to the air and water in Milwaukee in 19997

In TRI99, search for ammonia in the “chemical name” query box and for Milwaukee/WI in the “facility location (city/state)” query
box. Click on “Calculate Releases”

2. How much of the above releases came from Red Star Y east and in what body of water did this facility discharge ammonia?

After above search, go back to the “TRI Search Results’ screen. Click on the Red Star Yeast record. Click on “Environmental Release
of Chemical’ in the Table of Contents. Scroll down to “Water Discharge Estimates.”
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TOXNET Exercises (continued)

3. What chemicals have been released to the air, in amounts greater than 100,000 pounds, over Old Hickory, Tennessee in 1995 and 19967
By what companies?
Search for Old Hickory Tennessee in the “facility location (city/state)” query box. Select greater than 100,000 pounds for “total air
release.” Results page will display chemicals and companies.

4. Did Hewlett-Packard's Newark, Cdiforniafacility transfer any 1,2,4-trichlorobenzene off-site for treatment in 1996? How much?
Where to?
In TRI96, search for 1,2,4-trichlorobenzene inthe “chemical” query box, hewlett-packard in the “facility name” query box, and
newark california in the “facility location (city/state)” query box. Click on “Off-Site Waste Transfer” in the Table of Contents.

5. What company has reported the highest underground injection release of a single chemical in 1999? What was the chemical?
In TRI99, select 10,000,000 and “Total Underground Injection” in the “Greater than __ for " drop down menus. For the records
retrieved, expand the “Environmental Release of Chemical” category. Click on “Underground Injection Total” for these records and
compare the numbers. Identify the chemica with the highest number.

6. How many individua TRI98 reports have been filed on barium compounds?
In TRI98, search barium compounds in the chemica query box. Note the number of records retrieved listed at the top of the Search
Results page.

HAZ-MAP

1. What are some high risk tasks associated with the job of carpet ingtdlation?

Click on High Risk Jobs and then on Carpet Ingallers.
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TOXNET Exercises (continued)

2. What are some hazards associated with the use of cobalt in the workplace?

Click on Hazar dous Agents, then on Cobalt. Click on Cobalt again to view exposure assessment data. Extra — from here highlight
some terms and press Search TOXLINE to perform a TOXLINE search.

3. What are some hazards of leather tanning?

Perform a “text search’ for leather tanning in the search query box. Click on leather tanning and finishing as an Industry and
tanning leather asaProcess.

WORLD WIDE WEB

1. Explore EPA’s voluminous Web site, particularly the Databases and Softwar e section located by clicking on their home page’s
Information Sources. Locate IRIS, ECOTOX, the Toxics Release Inventory, and the Safe Drinking Water Information System. Use
the Advanced Search box to find documents with mer cury in the title. [www.epa.gov]

2. Locate afull-text article on why drugs get pulled off the market in the January-February 2002 issue of the FDA Consumer magazine.
[www.fda.gov]

3. What chemicals are on the list of “Known to be Human Carcinogens” in the National Toxicology Program's Y ear 2002 10th Report of
Carcinogens? [ntp-server .niehs.nih.gov]

4. Find the Agency for Toxic Substances and Disease Registry's TOXFAQ profile on nickd. [www.atsdr.cdc.gov]

5. Check out the National Council for Science and the Environment’s Web site and find recent Congressional Research Service (CRS)
reports on pesticides. [www.cnie.orq]

6. Which Florida universities offer graduate programs in toxicology? Check the Society of Toxicology’s Resource Guide to Careersin
Toxicology (under Public Outreach/Career Resources) [www.toxicology.orq]

TOXNET 82 June 2003



10.

11

13.

14.

15.

TOXNET

TOXNET Exercises (continued)

Explore the variety of data sources containing information on acrylonitrile, by searching ChemFinder. [www.chemfinder.com]

Where and on what dates will the Society of Environmental Toxicology and Chemistry’s 2003 Annual Meeting in Europe be held?
[www.setac.org]

What is New Jersey’ s rank among states in total release hazardous air pollutants? Use Scorecard (from Environmental Defense). Start
by clicking on Pollution Rankings. [www.scorecard.orq]

How many poison control centersin Texas are certified by the American Association of Poison Control Centers (AAPCC)? What are
their addresses? The AAPCC'’s Poison Center Listsincludes alist of certified centers. Find the nation-wide toll-free poisoning
emergency phone number. [www.aapcc.org]

Use the BIOLOG file (one of Syracuse Research Corporation’s Environmental Fate Data Bases - EFDB) to find information about DDT
in sewage. [esc.syrres.com|

Use the Environmental Journalism site to determine what environmental meetings will be coming up in October 2003. [www.sgj.or g]

How do Health Canada, the U.S. EPA, and ATSDR’s evaluations of the noncancer inhaation risk vaues of styrene compare?
[www.tera.or gfiter]

What are some common side effects of the drug, Vioxx? Consult MEDLINEplus’ Drug Information page (data from the USP).
[www.nIm.nih.gov/medlineplus/dr uginfor mation.html] .

Also consider RxList [www.rxlist.com].

Who makes Kill Zone Fleaand Tick Killer 2000? What are its active ingredients? How have various governmental agencies rated the
carcinogenic potentia of these ingredients? [www.pesticideinfo.org]
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Part VI

ChemIDplus
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ChemlDplus

zChemica ldentification File

zsChemical Dictionary/Directory File for chemicals cited in MEDLARS
Files & outside resources

zContains over 365,000 chemical records
zStructural Data for over 160,000 records

zDirect Link/Searches of MEDLINE, TOXNET, and other resources
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Cheml Dplus Content

Names and Synonyms

zName of Substance: Usually the most commonly used name,
iIncludes MeSH heading and USAN name

=MeSH Heading: NLM Medical Subject Heading

zSystematic Name: Describes molecular structure

zSynonyms: All other names found for the substance

zMixture Name: Name of multi-component substance, one of
which is the retrieved substance

= SUPERLIST names: The name used by regulatory/guidance lists
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Cheml Dplus Content

#CASReqgistry Number: Unique number of up to 9 digits assigned
by Chemical Abstracts Service used to index chemicals.
Cheml Dplus uses the hyphenated format

#1D: The ID number isthe CAS Registry Number in a non-
hyphenated fixed length format or a unique number for entries
that have no CAS Registry or NLM assigned numbers

zMolecular Structure: Display of structure (if present) via Chime
or ChemSymphony

zRegistry Numbers: All CAS Registry Numbers known to be
assigned over time to a specific compound
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Cheml Dplus Content

& Formulas: The molecular formula in a hyphenated format.

zClassification Codes: Describe the general category assigned by a
given source to a chemical based on toxicity, use and application,
pharmacol ogic and/or therapeutic category, and status on certain
chemical lists.

zNotes: A textual description of acompound’s use and utility, often from
MeSH controlled vocabulary.

&L ocators: The names of NLM databases, and other major resources that
have information about a given compound, usually hyperlinked.
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Division of Specialized Information Services, NLM
ChemIDplsis Chemical Search Input Page
A TOXMNET Eesource

Welcome to a new and improved
version of ChemIDpiis!
New Last Updated: Febwaary 2, 2003
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ChemlDplus Search Screen

TOXNET

Five drop down menus on the search screen:

zsData Search Type: Names/Synonym, Registry Number, Formula
(hyphenated), Classification Code, Locator Code

zsLogical Operators. Equals (the default), Starts With, Contains
zDisplay results: 10 (default), 25

zsLocator Code (optional limit): List of files and locators, MEDLINE,
TOXLINE, EPA, FDA, WHO, OSHA, CDC

& Structure Search Type: Substructure Search, Similarity Search
(default 80% similarity), Exact Structure
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Methyl rert-butyl echer %17 1534044

Classification

Formulas

1L:l:u:':1 1-.1:;111;.;,7};;.;11_..- Enlarge
ChernlDipiue N Structure

| »

File Locator Welcome to the ChemIDplus Locator Pase

A CANCERLIT The window to the left displays one or more ChemIDplzes Locator Codes which link to other sites that canry
A CCRIS information about the chemical you have retrieved. You may click on:
FADART/ETIC

HADsL + A hyperlinked Locator Code such as TOXLINE to retrieve data from that resource. Resolts will be

HAENECS displayed in this window.

7 IoSIe » The information icon (ﬂ} to gef a descripdon of the source of the Locator Code and the scope of the
SR search.

r The window on the top of the screen displays buttons that yon may click on to change the data displayed for

this chemical or to change your search mode. Hold vour mouse pointer over a button ©0o see 3 more detailed
AMEDLINE description.

Fi MEDLINEplus
FMESH

HRTECS

[ SUPERLIST -
[ TOXLINE Core

A TOXLINE Specia
Fd TRI2000
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L ocator Code Page

z Hyperlinked locators directly search resources on a substance

& |Information icon (i) next to the locator gives the description of the
database and scope
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Query Results |1 -2 of2

Main (uery

Page

Options

e
Record
Enlarge

Structure ]

Use Structure

Fntf_ (Juery
Use Structure
for Similarity
Full
Record

Enlarge
Structure
Use Structure
For Query
Use Structure
for Similarity

1D

000081072

000128449

Structure CAS Alulecnle Formula
Name
Y A
\N 81-07-2 Saccharin [USAN] C7-H5-N-03-5

128-44-9 Saccharin sodﬁfjm anhydrous C7-H5-N-03-S.Na
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Saccharin sodium anhydrous RN 128-44.9
% .0

Names and Classification F al ] Registry Locator O:? na'’

Synonyms ] grimn ds Numbers Codes 4
o o T : Enlarge Structure

= DLELE
] =
File Locator Welcome to the ChemIDpius Locator Page
F CCRIS The window to the left displays one or more ChemIDplas Locator Codes which link to other sites that carry
FDART/ETIC information about the chemical vou have retrieved. You may click on:
HADSL
HENECS + A hyperlinked Locator Code such as TOXLINE to retrieve data from that resource. Results will be
H EMIC displayed in this window.
. e information icon o get a description of the source of the Locator Code and the scope of the
Fl GENETOX The inf tion icon (@) to get a description of th f the Locator Code and th pe of th
H m search.
FiSUPERLIST The window on the top of the screen displays buttons that you may click on to change the data displayed for
P play ¥ ¥y g play
HTOXLINE . this chemical or to change your search mode. Hold your mouse pointer over a button to see a more detailed
Fd TOXLINE Special description.
HTsCAINV
Internet Locators
HEPA CRS
Superlist Locator
H Ca65
¢ BaiaY
A LARC
H INER
HAMA
HPpA
HPAFA
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Molecular

Structure

Zidovudine [USAN:BAN:INN:JAN] EN: 30516-87-1

Classification i T
Synonyms Codes Formulas Notes

Main Query
Page

Numbers

Locator U‘ﬁ

Codes

Names and
Synonyms

o T3
. 030516871

CAS Number:
30516-87-1

Use Structure

For Query
Structure

W for Similarity
o

Formula:

C10-H13-N5-04

MeSH Heading

+ Zidovudine
Mixture Name

« Combivir
s Trizivir
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Name of Substance

¢ Zidovudine
e Zidovudine [USAN:BAN:INN:JAN]

Superlist Name

¢ 3'-Azido-3'-deoxythymidine
¢ Zidovudine

Svnonyvins

¢ {component of}) Combivir

e {component of} Trizivir
e 1-(3-Azido-2,3-dideoxy-beta-D-ribofuranosyl )-5-methylpyrimidine-2,4-(1H,3H)-dione
e 3'-Azido-3'-deoxythymidine
« AZT

e Azidothymidine
e BW A509U
e BW-A 509U
e CCRIS 105

¢ Compound 8
¢ DRG-0004

e HSDB 6315

e NSC 602670

e Retrovir

+ 7DV

¢ Zidovudina [Spanish]
¢ Zidovudine

¢ Zidovudinum [Latin]

Systematic Name

¢ Azidothymidine
¢ Thymidine, 3'-azido-3"-deoxy-

TOXNET
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TOXNET

Classification Classification Code
Codes

Anti-HIV agents
Antimetabolites
Antimetabolites, antineoplastic
Antiretroviral

Antiviral

Drug / Therapeutic Agent
Human Data

Mutation data

Reproductive Effect

Reverse transcriptase inhibitors
Tumor data

Superlist Classification Code

e Overall Carcinogenic Evaluation: 2B
Formulas Molecular Formula

e C10-H13-N5-04
Locators File Locator

AIDSDRUGS
AIDSLINE
CANCERLIT
CCRIS
ClinicalTrials.gov
DART/ETIC

DSL

EMIC

HSDB

MEDLINE
MEDLINEplus
MESH

MESH HEADING
RTECS
SUPERLIST
TOXLINE
TOXILINE Core
TOXLINE Special
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Notes

Registry
Numbers

Internet L.ocators

¢ NIATD ChemDB
+« NIATD HIV DRUGS
+ healthfinder

Superlist Locator

¢ JARC
¢ NTPT

Note

e A dideoxynucleoside compound in which the 3'-hydroxy group on the sugar moiety has been
replaced by an azido group. This modification prevents the formation of phosphodiester linkages
which are needed for the completion of nucleic acid chains. The compound iz a potent inhibitor of
HIV replication, acting as a chain-terminator of viral DNA during reverse transcription. It improves
immunologic function, partially reverses the HIV-induced neurological dysfunction, and improves
certain other clinical abnormalities associated with ATDS. Its principal toxic effect is dose-
dependent suppression of bone marrow, resulting in anemia and leukopenia.

CAS Registry Number

e 30516-87-1

TOXNET
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Cheml Dplus Exercises

TOXNET

Check the file locator to see what NLM databases contain information on phenytoin. Search DART without leaving ChemiDplus.

Type Phenytoin in search box, click Search. Click DART/ETIC in left pane under File Locator, view record in right pane.

L ocate the record for styrene and link to the Internet Locator ATSDR TOXFAQS. Next link to the NIOSH Pocket Guide. Is
styrene on the EPA Clean Air Act (CAA1)? Activate the Classification Code button and find the IARC classification on
carcinogenecity, click on the “i” to see the source.

Type styrene in the search box, click Search. Scroll down the left pane and under Internet Locators click thelink to ATSDR
TOXFAQs. Next, scroll down and under Superlist Locator click the link to the CAA1 listing for styrene. At the top of the screen,
click the button for Classification Code. Under Superlist Classification Code, click the"i" for Overal Carcinogenic Evauation.....
to view this source in the right pane.

Find the “valium” record in Cheml Dplus and use its structure to do substructure and similarity searches respectively. How many
structures are in each category?

Type vaium in the search box, click Search. Now click the Molecular Structure button at the top. Click Use Structure for Query
button. Choose Similarity Search from the Structure Search Type pull-down list and click Search. Type in a percent similarity
between 50 and 100, the default is 80 percent, but you may have to use alower number if you don't retrieve any hits. For a
substructure search, go back to the Structure Search page (click back button on your browser), choose Substructure Search from the
Structure Search Type pull-down list, click Search

Identify al the HSDB records that are ozone depletors (CAA2).

Choose Locator Code from the Data Search Type pull-down list. Type HSDB in the search box. In the pull-down list that says
"and optional Locator Code limit is" choose CAA2 from the pull-down list. Click Search.
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